Key indicators: single-crystal X-ray study; T = 298 K; mean (C-C) = 0.003 Å; R factor = 0.038; wR factor = 0.119; data-to-parameter ratio = 11.3.
Related literature
For medicinal background, see: Ovenden et al. (2001) ; Song et al. (2007) . For related structures, see: Rizal et al. (2008) ; Garden et al. (2004) .
Experimental
Crystal data C 7 H 5 NO 4 M r = 167.12
Monoclinic, P2 1 =n a = 8.8276 (7) Å b = 8.7296 (8) Å c = 9.011 (9) Å = 90.124 (1) V = 694.4 (7) Å 3 Z = 4 Mo K radiation = 0.13 mm À1 T = 298 K 0.48 Â 0.48 Â 0.42 mm
Data collection
Bruker SMART CCD diffractometer 3289 measured reflections 1230 independent reflections 929 reflections with I > 2(I) R int = 0.026 Refinement R[F 2 > 2(F 2 )] = 0.038 wR(F 2 ) = 0.119 S = 1.07 1230 reflections 109 parameters H-atom parameters constrained Á max = 0.16 e Å À3 Á min = À0.18 e Å À3 Table 1 Hydrogen-bond geometry (Å , ). Data collection: SMART (Bruker, 2003) ; cell refinement: SAINT (Bruker, 2003) ; data reduction: SAINT; program(s) used to solve structure: SHELXS97 (Sheldrick, 2008); program(s) used to refine structure: SHELXL97 (Sheldrick, 2008); molecular graphics: SHELXTL (Sheldrick, 2008); software used to prepare material for publication: SHELXTL. (Ovenden et al., 2001) . The plants in this family were used in folk medicine such as, for the treatment of hemorrhoids and as anti-inflammatory agents (Song et al., 2007) . The title compound was isolated from the 75% EtOH extract of the leaves of Actephila merrilliana which were collected from Sanya City, Hainan Province, P. R. China. We have undertaken the X-ray crystal structure analysis of the title compound in order to establish its molecular structure and relative stereochemistry. In the title compound, the bond lengths and angles in (I) have normal values, and are comparable with those in the related structures (Rizal et al., 2008; Garden et al., 2004 ).
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An intramolecular O-H···O hydrogen bond helps to establish an essentially planar conformation for the molecule (r.m.s. deviation = 0.0258 Å).
In the crystal, molecules are linked by intermolecular C-H···O hydrogen bonds into chains (Fig.2) . The hydrogen bonds and angles are listed in Table 1 .
Experimental
Air-dried leaves of Actephila merrilliana (14.0 kg) were ground and percolated (3 × 3 h) with 75% EtOH at 60°C, which was suspended in 6 L water and then partitioned with petroleum ether, chloroform, ethyl acetate and n-BuOH, successively, yielding a petroleum ether extract, a chloroform extract, an ethyl acetate extract and a n-BuOH extract, respectively. The chloroform extract was subjected to a silica gel CC column using petroleum ether as first eluent and then increasing the polarity with EtOAc, to afford 23 fractions (A-W). Fraction M was further separated by column chromatography with a gradient of petroleum ether-EtOAc to give the title compound. The crude product was dissolved in a small amount of chloroform to obtain colourless blocks of (I) by slow evaporation of a chloroform solution at 298 K.
Refinement
H atoms bonded to C atoms were palced in geometrically calculated position and were refined using a riding model, with U iso (H) = 1.2 U eq (C). H atoms attached to O atoms were found in a difference Fourier synthesis and were refined using a riding model, with the O-H distances fixed as initially found and with U iso (H) values set at 1.5 Ueq(O). Figures   Fig. 1 . View of (I) with displacement ellipsoids drawn at the 30% probability level. Refinement. Refinement of F 2 against ALL reflections. The weighted R-factor wR and goodness of fit S are based on F 2 , conventional R-factors R are based on F, with F set to zero for negative F 2 . The threshold expression of F 2 > σ(F 2 ) is used only for calculating Rfactors(gt) etc. and is not relevant to the choice of reflections for refinement. R-factors based on F 2 are statistically about twice as large as those based on F, and R-factors based on ALL data will be even larger.
Fractional atomic coordinates and isotropic or equivalent isotropic displacement parameters (Å 2 ) 0.0439 (10) 0.0373 (10) 0.0362 (9) 0.0015 (7) 0.0008 (7) 0.0003 (7) C3 0.0403 (9) 0.0396 (9) 0.0329 (9) 0.0007 (7) −0.0037 (7) 0.0014 (7) C4 0.0433 (9) 0.0344 (9) 0.0392 (9) −0.0012 (7) −0.0007 (7) 0.0004 (7) Symmetry codes: (i) x+1/2, −y+3/2, z+1/2. Fig. 1 supplementary materials sup-6 Fig. 2 
